LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30625\
Data File : BF141864.D

Acqg On : 06 Mar 2025 13:01
Operator : RC/JU

Sample : Q1488-07

Misc :

ALS vial : 8 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF022725.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF141864.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.157 4 11 27 rVB 754270 1215773 23.10% 3.477%
2 5.498 573 579 584 rBvV 2520977 3307115 62.82% 9.459%
3 6.498 743 749 763 rBV 2529398 3495534 66.40% 9.998%
4 6.887 809 815 820 rBV 771139 972326 18.47% 2.781%
5 7.439 903 909 914 rBV 1759224 2244924 42.65% 6.421%

6 7.692 947 952 960 rVB 60796 74606 1.42% 0.213%
7 8.163 1026 1032 1037 rBV 1053056 1294356 24.59%  3.702%
8 9.239 1209 1215 1220 rBV 3357884 4392367 83.44% 12.563%
9 9.916 1325 1330 1335 rBV 1222255 1501914 28.53% 4.296%
10 10.627 1445 1451 1458 rBV 304182 375163 7.13%
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11 10.704 1458 1464 1474 rBV 2261539 2977623 56.56%
12 11.404 1577 1583 1588 rBV 1216296 1563249 29.70%
13 11.927 1662 1672 1693 rBV 930733 1631918 31.00%
14 12.627 1786 1791 1798 rBv4 33184 73409 1.39%
15 12.710 1798 1805 1818 rVV 428615 719514 13.67%

NP~ DO
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16 12.986 1846 1852 1857 rBV 4158918 5264159 100.00% 15.
17 13.674 1965 1969 1974 rBV 61212 76168 1.45%
18 13.880 1999 2004 2012 rBV 321738 584000 11.09%
19 14.039 2025 2031 2038 rVB 1132997 1503836 28.57%
20 14.515 2107 2112 2118 rBV2 48120 108912 2.07%
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21 15.157 2217 2221 2226 rBV 41070 68220 1.30%
22 15.510 2275 2281 2287 rBV 825165 1304961 24.79%
23 16.057 2369 2374 2397 rVB3 36639 146812 2.79%
24 16.504 2446 2450 2465 rVB5 32021 66911 1.27%
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Sum of corrected areas: 34963770
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

. 8

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30625\

BF141864.D
: 06 Mar 2025 13:01
: RC/JU
: Q1488-07
Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
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3500000
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TIC: BF141864.D\data.ms
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TIC: BF141864.D\data.ms

14.039
15.510

13.880

13.674 16.057 16.504

Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30625\
Data File : BF141864.D

Acqg On : 06 Mar 2025 13:01
Operator : RC/JU

Sample : Q1488-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.157 25.01 ng 1215776  1,4-Dichlorobenzene-d4 6.887

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 37
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12
Abundance  Scan 11 (2.157 min): BF141864.D\data.ms (-4) (-) m/z 73.05 100.00%
73.0
5000
43.1 A
R R RARRRREEE
‘ 2.202.302.402.502.60
o b L 19801210 2070 ., 43.10  37.08%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T [T T[T T TTTr T
43.0 2.202.302.402.502.60
‘ ‘ m/z 55.05 27.16%
‘\u‘\\“\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 80 100 120 140 160 180 200
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
R L AR
2.202.302.402.502.60
5000 41.0 m/z 87.10 25.97%
H ‘ 97.0 129.0
AR i B B
m/z--> 20 40 80 100 120 140 160 180 200
Abundance #2307:L3—Dmxmane,24nemyh R ARARRAREETEEE
73.0 2.202.302.402.502.60
m/z 41.05 12.13%
5000 43.0 J/\L\
_thw‘u“Hu‘w"_“w“u“u‘,u“_“w“u R
m/z--> 20 40 60 80 100 120 140 160 180 200 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30625\
Data File : BF141864.D

Acqg On : 06 Mar 2025 13:01
Operator : RC/JU

Sample : Q1488-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Benzophenone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.628 5.00 ng 375163  Acenaphthene-d10 9.916
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 49
3 N-Methoxy-N-methylbenzamide 165 C9H11NO2 006919-61-5 47
4 N-Methylbenzamide, N-trifluoroac... 231 C1@H8F3NO2 1000446-91-5 47
5 1-Propanone, 2-bromo-1-phenyl- 212 CSH9Bro 002114-00-3 47
Abundance Scan 1451 (10.627 min): BF141864.D\data.ms (-1445) (-} | m/z 105.10 100.00%
105.1
77.0
5000 182.1
51.0 — —
10.50 11.00
152.1
el L 1260 0T myz 77.05  64.33%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 —— o
10.50 11.00
510 m/z 182.10  51.41%
27.0 1260 1520
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160 180
Abundance #32010: Acetophenone, 2-chloro-
105.0
—— —
770 10.50 11.00
5000 m/z 51.00 25.07%
51.0
27.0 | \‘ IR—I | ‘ 125.0 154.0
e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #40879: N-Methoxy-N-methylbenzamide —— A=
105.0 10.50 11.00
m/z 181.10 8.72%
77.0
5000
51.0
280 | L 1340 1650
R I o A e —— : :
m/z--> 20 40 60 80 100 120 140 160 180 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30625\
Data File : BF141864.D

Acqg On : 06 Mar 2025 13:01
Operator : RC/JU

Sample : Q1488-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.927 20.88 ng 1631920  Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Tetradecanoic acid 228 C14H2802 000544-63-8 94
4 Pentadecanoic acid 242 C15H3002 001002-84-2 91
5 n-Decanoic acid 172 C10H2002 000334-48-5 62
Abundance Scan 1672 (11.927 min): BF141864.D\data.ms (-1662) (-] | m/z 73.05 100.00%
73.0
5000 129.0 J\¥
213.2
39/0 171.1 256.3 1200
“1‘““\”} \““\ \‘ \‘\“‘ \‘\‘\ T “\ T \3\2\9 m/z 60.0 84.75%
m/z--> 50 100 150 200 250 300
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0
1200
1710 213.0 256.0 82.89%
ﬁ‘\ ‘H‘\ ul ‘ ‘ | “‘ \[ ““\‘ . “\‘ T
miz-> 50 100 150 200 250 300
Abundance #92069: Tridecanoic acid
73.0
1200
5000 129.0 m/z 57.05 70.20%
29. 171.0
‘ 214.0
miz--> 50 100 150 200 250 300
Abundance #109281: Tetradecanoic acid —=
73.0 1200
69.13%
5000
129.0
29. 185.0 228.0
‘u‘u“ il HH‘ ‘H\ ML mt ‘ \‘ n‘ “‘ \‘ — ‘\‘ e BEama
m/z--> 50 100 150 200 250 300 1200
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30625\
Data File : BF141864.D

Acqg On : 06 Mar 2025 13:01
Operator : RC/JU

Sample : Q1488-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.710 9.21 ng 719514  Phenanthrene-di10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 89
4 Tetradecanoic acid 228 C14H2802 000544-63-8 87
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 80

Abundance Scan 1805 (12.710 min): BF141864.D\data.ms (-1798) (- m/z 73.05 100.00%

43.1 73.0
5000 129.1
185.1 241.2 \ \

284.:

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #179093: Octadecanoic acid
73.0
43.0
129.0 284.C

5000 ' U R
185.0 241.0 12.50 13.00

m/z 57.10  81.95%

”
m/z--> 2 0 60 80 100120140160180200220240260280
Abundance #143509: n-Hexadecanoic acid
43.0 73.0

_bA

12.50 13.00
5000 256.0 m/z 60.00 81.92%
129.0
213.0
VN
’HHHHH‘H“M I MH"MH"H‘\H‘\"H’H"‘“"\‘\"‘H“\H“HH"HH“H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #126203: Pentadecanoic acid e =
43.0 73.0 12.50 13.00

m/z 55.10  75.88%

5000 129.0
1990 2420
“ H\ I u‘ il ‘ H \\h”\ \‘M‘\ i Bq ‘ ‘ ‘

: T
m/z--> 20 40 60 80 100120140160180200220240260280 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30625\
Data File : BF141864.D

Acqg On : 06 Mar 2025 13:01
Operator : RC/JU

Sample : Q1488-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 1-Heneicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.880 7.77 ng 584000 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 94
3 n-Nonadecanol-1 284 C19H400 001454-84-8 94
4 1-Tetracosene 336 C24H48 010192-32-2 94
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
Abundance Scan 2004 (13 880 min): BF141864.D\data.ms (-1999) (- m/z 57.10 100.00%
97.0
5000
— — =
H P39.1 1821 13.50 14.00
ATy 1821 2382 2801 o 5o g5 96.34%
miz-> 50 100 150 200 250 300
Abundance #215083: 1-Heneicosano
55.0
97.0
5000 = —
13.50 14.00
m/z 83.10  91.79%
19d\‘ \“ “‘ T ‘ H‘ ‘\‘ \‘F “\‘ L T ]\_8\2 \O \22\4\ O\ ‘2\66\9 T ‘ T
miz-> 50 100 150 200 250 300
Abundance #228955: Trifluoroacetic acid, pentadecy! ester
57.0
97'0 ‘ T T ‘ T
13.50 14.00
5000 m/z 43.05 89.24%
40.0
s | L1L L) po0o se20  ass0 s,
miz--> 50 100 150 200 250 300
Abundance #179253: n-Nonadecanol-1 T —
83.0 13.50 14.00
43.0 m/z 97.05 79.16%
5000
25.0
UL e e L
m/z--> 50 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30625\
Data File : BF141864.D

Acqg On : 06 Mar 2025 13:01
Operator : RC/JU

Sample : Q1488-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 1-Docosanol, acetate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.057 2.25 ng 146812  Perylene-di2 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosanol, acetate 368 (C24H4802 000822-26-4 91
2 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 91
3 1-Heneicosanol 312 C21H440 015594-90-8 90
4 1-Hexacosanol 382 C26H540 000506-52-5 90
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 90
Abundance Scan 2374 (16.057 min): BF141864.D\data.ms (-2369) (- m/z 57.10 100.00%
57.1
97.1
T \
“ 153.1  208.0 250.0 3411 16.00
W TR T wmyz 83.10 86.22%
miz--> 50 100 150 200 250 300 350
Abundance #277538: 1-Docosanol, acetate
43.0
97.0
5000 —— :
16.00
m/z 43.10 84.79%
T \“\ 4 T \M“ \‘“\‘H“ ‘\‘“‘%\3?.?\1\8\1.\0‘ 2\2\4\0\ T \2\8\0.\0‘ T \3\)5‘3\(
miz--> 50 100 150 200 250 300 350
Abundance #261457: Heptadecyl trifluoroacetate
57.0
T \
97.0 16.00
5000 m/z 97.10 82.98%
L0 a0 200 2030 330 WJJL
m/z--> 50 100 150 200 250 300 350
Abundance #215083: 1-Heneicosanol T
55.0 16.00
97.0 .
m/z 55.10 71.96%
- WM
39.0
150 | ey AH\ ! % | 182022402600 —_—
m/z--> 50 100 150 200 250 300 350 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30625\
Data File : BF141864.D

Acqg On : 06 Mar 2025 13:01
Operator : RC/JU

Sample : Q1488-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 2.157 25.0 ng 1215770 1 6.887 972326 20.0
Benzophenone 10.628 5.0 ng 375163 3 9.916 1501910 20.0
n-Hexadecanoic ... 11.927 20.9 ng 1631920 4 11.404 1563250 20.0
Octadecanoic acid 12.710 9.2 ng 719514 4 11.404 1563250 20.0
1-Heneicosanol 13.880 7.8 ng 584000 5 14.039 1503840 20.0
1-Docosanol, ac... 16.057 2.3 ng 146812 6 15.509 1304960 20.0
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